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S-32 S36. Confirmation of the absolute configurations of 5 and 6 by 13 C NMR GIAO chemical shift calculations.
In order to further confirm the absolute configurations of 5 and 6 determined above, gauge-independent atomic orbital (GIAO)
13
C NMR chemical shifts calculations were performed after conformational optimization of possible diastereomer models of 5 (5a/5b) and 6 (6a/6b) (S34,S35, Supporting Information). The stereochemistry was assigned by comparison of the correlation coefficients (R2) and DP4 probabilities. 5a and 6a showed higher scores (5a: DP4 99.60%, R 2 0.9991; 6a: DP4 66.10%, R 2 0.9929), therefore, diastereomeric models, 5a and 6a
are the better fit to the experimental data of 5 and 6, respectively.
Structures of the two possible diastereoisomers (5a and 5b) of 5. Structures of the two possible diastereoisomers (6a and 6b) of 6. S37. Absolute calculated energies of conformers of 5 (5a/5b) and 6 (6a/6b). S38. Tables of atom coordinates of conformers of 5 (5a/5b) and 6 (6a/6b). 
